Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.095; data-to-parameter ratio = 16.5.
Experimental
Crystal data Triclinic, P1 a = 7.2643 (8) Å b = 8.3072 (10) Å c = 9.2570 (12) Å = 104.10 (2) = 96.463 (11) = 96.92 (2) V = 531.98 (11) Å 3 Z = 2 Mo K radiation = 0.11 mm À1 T = 113 K 0.20 Â 0.18 Â 0.10 mm
Data collection
Rigaku Saturn CCD area-detector diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku/MSC, 2005) T min = 0.979, T max = 0.990 6867 measured reflections 2544 independent reflections 1517 reflections with I > 2(I) R int = 0.040 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.095 S = 0.95 2544 reflections 154 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Studies so far have demonstrated that Lixivaptan is efficacious in the correction of hyponatremia in SIADH, heart failure and liver cirrhosis with ascites, and few adverse effects have been noted (Ku et al., 2009 ). Herewith we present the crystal structure of the title compound (I), is an intermediate used in the synthesis of Lixivaptan.
In (I), the pyrrole ring and the benzene ring form a dihedral angle of 83.96 (6)°. Nitro group is twisted from the plane of attached benzene ring with a dihedral angle of 5.92 (8)°. In the crystal structure, weak intermolecular C-H···O hydrogen bonds (Table 1) further assemble these molecules into columns propagated in direction [100], with the short distance of 3.725 (3)Å between the centroids of benzene rings inside these columns.
Experimental
(I) was prepared from pyrrole-2-carboxaldehyde and 2-nitrobenzyl bromide in the solution of sodium hydride in N,N-dimethylformamide under argon. Colourless crystals (m.p. 138 °C) were obtained in a yield of 95% as crude product. Single crystals were grown from petroleum ether-ethyl acetate (2:1) solution.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with d(C-H) = 0.95 -0.99 Å and U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of (I), with the atomic numbering and 50% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0222 (7) 0.0020 (5) 0.0002 (5) 0.0065 (6) C7 0.0236 (7) 0.0212 (7) 0.0203 (7) 0.0016 (6) 0.0019 (6) 0.0051 (6) (6) C10 0.0270 (7) 0.0225 (7) 0.0210 (7) 0.0017 (6) 0.0028 (6) 0.0058 (6) C11 0.0192 (7) 0.0234 (7) 0.0183 (7) 0.0023 (5) 0.0020 (5) 0.0082 (5) C12 0.0205 (7) 0.0278 (7) 0.0215 (7) 0.0024 (6) 0.0014 (6) 0.0116 (6) Geometric parameters (Å, °) supplementary materials sup-6 Fig. 1 
Figures

1-(2-Nitrobenzyl)-1H-pyrrole-2-carbaldehyde
